Key indicators: single-crystal X-ray study; T = 298 K; mean (C-C) = 0.004 Å; disorder in main residue; R factor = 0.033; wR factor = 0.089; data-to-parameter ratio = 13.9.
In the title compound, C 15 H 17 BrO 4 S, the methylsulfinyl O atom and the methyl substituents lie on opposite sides of the plane through the benzofuran fragment. The crystal structure is stabilized by -interactions between the benzene rings of neighbouring molecules [centroid-centroid distance = 3.698 (4) Å ], and by C-HÁ Á Á interactions between a methylene H atom of the butyl group and the benzene ring of the benzofuran system. Additionally, the crystal structure exhibits weak intermolecular C-HÁ Á ÁO contacts. The butyl group is disordered over two positions, with site-occupancy factors, from refinement, of 0.720 (8) and 0.280 (8) .
Related literature
For the crystal structures of similar alkyl 2-(5-bromo-3-methylsulfinyl-1-benzofuran-2-yl)acetate derivatives. see: Choi et al. (2008a,b) .
Experimental
Crystal data Table 1 Hydrogen-bond geometry (Å , ). Symmetry codes: (i) x þ 1; y þ 1; z; (ii) Àx; Ày þ 1; Àz; (iii) Àx þ 1; Ày þ 1; Àz þ 1.
Data collection: SMART (Bruker, 2001 ); cell refinement: SAINT (Bruker, 2001); data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: ORTEP-3 (Farrugia, 1997) and DIAMOND (Brandenburg, 1998) ; software used to prepare material for publication: SHELXL97.
Supplementary data and figures for this paper are available from the IUCr electronic archives (Reference: TK2347).
Butyl 2-(5-bromo-3-methylsulfinyl-1-benzofuran-2-yl)acetate H. D. Choi, P. J. Seo, B. W. Son and U. Lee Comment This work is related to our previous communications on the synthesis and structure of alkyl 2-(5-bromo-3-methylsulfinyl-1-benzofuran-2-yl)acetate analogues, viz. isopropyl 2-(5-bromo-3-methylsulfinyl-1-benzofuran-2-yl)acetate (Choi et al., 2008a) and methyl 2-(5-bromo-3-methylsulfinyl-1-benzofuran-2-yl)acetate (Choi et al., 2008b) . Herein, we describe the crystal structure of the title compound, (I).
The benzofuran unit is essentially planar, with a mean deviation of 0.012 (2) Å from the least-squares plane defined by the nine constituent atoms. The butyl group is disordered over two positions with site-occupancy factors of 0.720 (8) (for atoms labelled B) and 0.280 (8) (B) in Fig. 1 . The molecular packing is stabilized by intermolecular π-π interactions: the
Cg···Cg
ii distance is 3.698 (4) Å, where Cg is the centroid of the C2-C7 ring, symmetry code as in Fig. 2 . The molecular packing is further stabilized by C-H···π interactions between the methylene-H and the benzene ring of the benzofuran system, with a C12A-H12A···Cg i separation of 2.78 Å, Table 1 ; Cg is the centroid of the C2-C7 benzene ring. In addition, weak intermolecular C-H···O contacts are observed, Table 1 . One C-H···O contact occurs between a benzene-H and the O3-oxygen, and a second between a methylene-H and the O4-oxygen atom. 
Experimental

Refinement
All H atoms were geometrically positioned and refined using a riding model, with C-H = 0.93 Å for aryl-, 0.97 Å for methylene-, and 0.96 Å for methyl-H atoms, and with Uiso(H) = 1.2Ueq(C) for the aryl-and methylene-H atoms, and 1.5Ueq(C) for methyl-H atoms. The butyl group was found to be disordered over two positions and modelled with site-occupancy factors, from refinement, of 0.720 (8) (C11A-C14A)) and 0.280 (8) (C11B-C14B). The displacement ellipsoids of part B part were restrained using command ISOR (0.01), both sets of C atoms were restrained using the command DELU, and the C-C distances were restrained to 1.480 (2) Å using command DFIX.
supplementary materials sup-2 Figures   Fig. 1 . The molecular structure of (I), showing displacement ellipsoids drawn at the 30% probability level. The butyl group is disordered over two positions with the major component having a site occupancy = 0.720 (8). Fig. 2 . Diagram illustrating the π-π, C-H···π and C-H···O interactions (dotted lines) in the crystal structure of (I). Cg denotes a ring centroid. The disordered component of the butyl group, part B, has been omitted for clarity as have H atoms not involved in intermolecular contacts. Symmetry codes:
Butyl 2-(5-bromo-3-methylsulfinyl-1-benzofuran-2-yl)acetate
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